Key indicators: single-crystal X-ray study; T = 446 K; mean (C-C) = 0.002 Å; R factor = 0.041; wR factor = 0.112; data-to-parameter ratio = 12.7.
Related literature
Mo K radiation = 0.09 mm À1 T = 446 K 0.28 Â 0.21 Â 0.05 mm
Data collection
Nonius KappaCCD diffractometer 4414 measured reflections 2315 independent reflections 1662 reflections with I > 2(I) R int = 0.023 Refinement R[F 2 > 2(F 2 )] = 0.041 wR(F 2 ) = 0.112 S = 1.00 2315 reflections 182 parameters H-atom parameters constrained Á max = 0.21 e Å À3 Á min = À0.20 e Å À3 Table 1 Hydrogen-bond geometry (Å , ). Symmetry codes: (i) Àx þ 1; y À 1 2 ; Àz þ 1 2 ; (ii) Àx; y À 1 2 ; Àz þ 1 2 .
Data collection: COLLECT (Nonius, 1998); cell refinement: DENZO-SMN (Otwinowski & Minor, 1997) ; data reduction: DENZO-SMN; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: WinGX (Farrugia, 1999).
Comment
The title compound, 3-(3-Methoxybenzylidene)-chroman-4-one, belongs to a class of compounds called homoisoflavonoids, which are C-16, α,β unsaturated carbonyl compounds containing two aromatic rings. They are a group of naturally occurring molecules that are structurally related to isoflavonoids but differ by containing one more carbon atom (Kirkiacharian et al., 1984) . Homoisoflavonoids may be categorized into four groups depending on the type of structural backbone present. The four groups are 3-benzylidene-4-chromanones, of which the title compound belongs to as well as the 3-benzyl-4-chromanones, 3-benzyl-3-hydroxy-4-chromanones and scillascillins (du Toit et al., 2010) .
This compound may undergo chemical conversion into the (E)-and (Z)-isomers (Kirkiacharian et al., 1984) . The 3benzylidene-4-chromanones have been shown to display a wide range of biological activities (du Toit et al., 2010) . The most commonly used procedure for the synthesis of homoisoflavoinoids involves the condensation of chroman-4-one with an aromatic aldehyde in the presence of an acidic or basic catalyst (Shaikh et al., 2011) .
In the molecular structure, the dihedral angle between the methoxybenzene moeity and the benzene ring of the chromanone moiety is 64.12 (3) °.The Chromanone moiety is fused with a phenyl ring and adopts a half chair conformation (Fig 1) . The molecule of (I) is stablized by two weak C-H···O intramolecular interactions (Table 1) .
Experimental
A mixture of chroman-4-one (1 g, 6.749 mmol), 3-methoxybenzaldehyde (1.103 g, 8.099 mmol) and 10-15 drops of piperidine was heated at 80°C for 20 hrs. The reaction mixture was monitored for completion by thin layer chromatography. Upon completion, the reaction mixture was cooled, diluted with water and neutralized using 10% HCl.
The reaction mixture was extracted with ethyl acetate (3 × 30 mL). The ethyl acetate layers were combined, washed with brine (20 ml), water (2 × 10 mL) and dried over anhydrous magnesium sulfate. The solvent was reduced and the compound purified by column chromatography using silica gel (Merck 9385, 40-63 µm particle size) with a mobile phase of 2% ethyl acetate in hexane to yield the title compound with a m.p. of 85-86°C. program(s) used to refine structure: SHELXL97 (Sheldrick, 2008); molecular graphics: ORTEP-3 (Farrugia, 1997); software used to prepare material for publication: WinGX (Farrugia, 1999) .
Figure 1
The asymmetric unit of the title compound with displacement ellipsoids drawn at the 50% probability level. Special details Experimental. Carbon-bound H-atoms were placed in calculated positions [C-H = 0.96 Å for Me H atoms, 0.97 Å for Methylene H atoms and 0.93 Å for aromatic H atoms; U iso (H) = 1.2U eq (C) (1.5 for Me groups)] and were included in the refinement in the riding model approximation. Geometry. All e.s.d.'s (except the e.s.d. in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell e.s.d.'s are taken into account individually in the estimation of e.s.d.'s in distances, angles and torsion angles; correlations between e.s.d.'s in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell e.s.d.'s is used for estimating e.s.d.'s involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. (7) −0.0017 (7) 0.0053 (7) −0.0052 (6) C2 0.0318 (9) 0.0358 (9) 0.0349 (8) −0.0019 (7) 0.0023 (7) 0.0042 (7) C3 0.0340 (10) 0.0331 (8) 0.0250 (7) −0.0038 (7) 0.0010 (7) 0.0028 (6) C4 0.0364 (10) 0.0350 (8) 0.0284 (8) −0.0060 (7) 0.0033 (7) 0.0012 (7) C5 0.0338 (10) 0.0342 (8) 0.0246 (7) −0.0045 (7) 0.0043 (6) −0.0018 (6) C6 0.0393 (11) 0.0442 (9) 0.0328 (8) −0.0033 (8) 0.0095 (7) 0.0036 (7) (7) 0.0027 (7) C10 0.0371 (10) 0.0318 (8) 0.0295 (8) −0.0079 (7) 0.0014 (7) 0.0039 (6) C11 0.0369 (10) 0.0295 (8) 0.0285 (7) −0.0001 (7) 0.0031 (7) 0.0063 (6) C12 0.0357 (10) 0.0273 (8) 0.0272 (7) 0.0025 (7) 0.0033 (7) 0.0006 (6) C13 0.0327 (10) 0.0304 (8) 0.0279 (7) −0.0003 (7) 0.0012 (7) 0.0029 (7) C14 0.0376 (10) 0.0369 (9) 0.0337 (8) 0.0075 (7) 0.0058 (7) −0.0005 (7) (7) −0.0006 (7) 0.0016 (7) C18 0.0399 (10) 0.0356 (9) 0.0414 (9) −0.0022 (7) 0.0035 (8) −0.0060 (7) O1 0.0398 (7) 0.0450 (7) 0.0544 (7) −0.0050 (5) 0.0104 (6) Symmetry codes: (i) −x+1, y−1/2, −z+1/2; (ii) −x, y−1/2, −z+1/2.
3-(3-Methoxybenzylidene)chroman-4-one

